C 24 H45ClN4NiO7, monoclinic, P21/n (no. 14), a = 10.4947(11) Å, b = 14.3956(13) Å, c = 19.7182(18) Å, β = 93.212(6)°, V = 2974.3(5) Å 3 , Z = 4, Rgt(F) = 0.0426, wR ref (F 2 ) = 0.1389, T = 296(2) K.
Mo Kα radiation (0.71073 Å) µ:
0.79 mm −1 Diffractometer, scan mode:
Bruker SMART, φ and ω θmax, completeness:
27.6°, >99% N(hkl) measured , N(hkl) unique , R int : 20519, 6888, 0.020 Criterion for I obs , N(hkl)gt: I obs > 2 σ(I obs ), 5582 N(param) refined : 375 Programs:
Bruker [1] , SHELX [2, 3] , Diamond [4] blue solution was evaporated slowly at room temperature. After several days, blue prism crystals were obtained.
Experimental details
All hydrogen atoms of the ligands were placed in calculated positions with fixed isotropic thermal parameters. The [ClO4] − was disordered over two sites with 50% occupancy. The U iso values of the hydrogen atoms of methyl groups were set to 1.5Ueq(C) and the U iso values of all other hydrogen atoms were set to 1.2Ueq(C, N).
Comment
The design and synthesis of extended polymetallic complexes have attracted much attention owing to their potential applications in magneto-and materials chemistry [5, 6] . The asymmetric unit of the title structure contains one cation [NiL] 2+ , two anions of [C 8 H7O 2 ] − and perchlorate. The central Ni(II) atom reveals a six-coordinate octahedral coordination geometry by four nitrogen atoms from the macrocyclic ligand in a folded conformation and two carboxylate oxygen atoms from [C 8 H7O 2 ] − in cis-position, similar to the reported structures [7] [8] [9] ; and especially to the parent structure [10] . Neighbouring molecules are connected through O-H· · · O hydrogen bond.
